
Plik został wygenerowany dnia 2026-05-06 14:01:51

Adres w repozytorium https://old.chem.uni.wroc.pl/pl/repozytorium/ufLyzcc.

Repozytorium
Plik pochodzi z repozytorium

Wydziału Chemii Uniwersytetu
Wrocławskiego

About the aromaticity of symm-triaminotrinitrobenzene.

Irina V. Omelchenko

Oleg V. Shishkin

Przemysław Dopieralski

Zdzisław Latajka

2019

Journal of Physical Chemistry

A

123

2244-2251

10.1021/acs.jpca.9b00433

Naukowa

Angielski

Artykuł

Autorzy

Rok wydania

Czasopismo

Numer woluminu

Strony

DOI

Kolekcja

Język

Typ publikacji

Aromaticity and structural features of the isolated symm-

triaminotrinitrobenzene (TATB) were examined using the

nonempirical ab initio quantum chemical method and molecular

dynamics at the Car-Parrinello level. Different criteria of the

aromaticity were combined with the study of conformational

flexibility of molecule and analysis of the electron density

distribution. It was found that the cooperative effect of the

resonance-assisted hydrogen bonds results in the ultimate

decreasing aromaticity of the benzene ring in TATB. Values of

the HOMA index indicate that it could be classified as low-

aromatic in equilibrium state at zero temperature but completely

nonaromatic at room temperature. An extremely high flexibility

of the molecule is also not typical for aromatic rings. The

electron delocalization in H-bonded O═N-C═C-N-H quasi-

aromatic rings was found to be greater than that in the

benzene ring of TATB.
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